LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On = 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.034 497 501 518 rBV 238838 424582 16.11% 1.926%
2 5.434 565 569 596 rBY 2320326 2501688 94.90% 11.347%
3 6.451 737 742 745 rBVY 2152089 2436226 92.42% 11.050%
4 6.581 759 764 767 rBVY 2656442 2542421 96.45% 11.532%
5 6.804 799 802 812 rBV 710591 598476 22.70% 2.715%
6 6.963 824 829 832 rBVY 2014837 2010841 76.28% 9.121%
7 7.375 895 899 902 rBVY 1541971 1562921 59.29% 7.089%
8 8.087 1016 1020 1030 rBV 971890 805579 30.56% 3.654%
9 8.645 1112 1115 1125 rBB 91615 78535 2.98% 0.356%
10 9.163 1198 1203 1206 rBvV 2822147 2636013 100.00% 11.956%
11 9.557 1267 1270 1278 rBB 42115 34228 1.30% 0.155%

12 9.839 1314 1318 1330 rVB2 952465 839840 31.86% 3.809%
13 10.557 1436 1440 1444 rBV 386630 299441 11.36% 1.358%
14 10.639 1450 1454 1468 rBV 1339591 1353585 51.35% 6.140%
15 11.333 1568 1572 1580 rBV 836038 694981 26.36% 3.152%

16 11.851 1657 1660 1664 rBV 35375 34519 1.31% 0.157%
17 12.716 1804 1807 1812 rVB 50219 49436 1.88% 0.224%
18 12.916 1837 1841 1844 rBV 1891767 1665941 63.20% 7.556%
19 13.798 1987 1991 2004 rBV 85929 111638 4.24% 0.506%
20 13.980 2018 2022 2032 rBV 617847 532849 20.21% 2.417%

21 15.421 2260 2267 2268 rBV 30493 39704 1.51% 0.180%
22 15.445 2268 2271 2284 rVB 413218 545409 20.69% 2.474%
23 15.839 2332 2338 2344 rBV3 37393 57543 2.18% 0.261%
24 16.327 2416 2421 2426 rBV2 33028 56014 2.12% 0.254%
25 16.904 2512 2519 2528 rVB3 24398 56335 2.14% 0.256%
26 17.586 2628 2635 2642 rBV3 19577 46023 1.75% 0.209%
27 18.380 2764 2770 2778 rBV5 10993 32268 1.22% 0.146%
Sum of corrected areas: 22047036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF099807.D
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Abundance TIC: BF099807.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.03 14.19 ng 424582 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF099807.D (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 460 4.80 5.00 5.20 5.40
Obrrrprrrrprr e e e e m/z 59.00 60.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 520 5.40
0
150 4, 1010 m/z 101.00 22 .40%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 410 m/z 58.00 16.73%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R SR
59.0 460 480 500 520 5.40
31.0 m/z 41.10 9.51%
5000
3.0 73.0
0 15\'0 A‘ \“ ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 5.00 5.0 5'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.58 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.58 84 .96 ng 2542420 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF099807.D (-759) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 SSARBEANRBE AR UL
401 540 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,':...,.:..,..I-.'...'..,f.‘?.?,..!.,.’rﬂ?,o....,...., b m/z  68.10  34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR NSNS R R

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.39%

31.0 51.0
0 L1 H I, !
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R RaE R S
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.07%
41.0 53.0 97.0 1170
79.0 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e e

132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 _.13%

5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 7.13 ng 299441 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 43
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 43
Abundance Scan 1441 (10.563 min): BF099807.D (-1436) (-) m/z 105.00 100.00%
105.0
182.1
5000 .0
w0 er 1520 10120 10,40 10,60 1080
o} SRS EMENNMENENSY NS BN L S M| M m/z 182.10 62.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 NSNS SR
10.20 10.40 10.60 10.80
510 m/z 77.00 50.53%
0 27.0 J 910 | 1260 1520 i
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10.20 10.40 10.60 10.80
5000 77.0 m/z 51.00 15.81%
51.0
0 27.0 136.0 1950 183.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R A
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.48%
77.0
5000
51.0
o 370_|| L 910 | 1280 1sa0 1810
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 4.19 ng 111638 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1991 (13.798 min): BF099807.D (-1987) (-) m/z 83.10 100.00%
551 83.1
5000
25.1
1540 9071 13.40 13.60 13.80 14.00 14.20
ol A m/z 57.10 95.08%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000
13.40 13.60 13.80 14.00 14.20
2.0 m/z 69.00 85.49Y%
0 270 | d N H‘W‘H‘M‘}Gﬁo 210.0238.0 278.0308.0337.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
5.0 oo g
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 84 .54Y%
oL 260 13901680 2100  266.0295.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #210517: 1-Heptacosanol
57.0 (97.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 84.37%
5000
39.0
27,0 | ‘l J’ | ! H |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1;0 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.11 ng 57543 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
4 Tritetracontane 605 C43H88 007098-21-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2338 (15.839 min): BF099807.D (-2332) (-) m/z 57.05 100.00%
57.0
5000
1113 1 1601 " 15.60 15.80 16.00 16.20
ol b L e e e e || M7z 71.10  80.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
5000
15.60 15.80 16.00 16.20
m/z 43.00 62.01%
13.0
ob_ ”\m || 169.0 25303000 379.0  477.0 5330 618.0
m/z--> §0 160 1éo 200 250 300 350 400 4%0 500 séo 660
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.10 55.85%
. 113.0 1690 2250 281. 0 337.0 394.0
m/z--> §0 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #149373: Sulfurous acid, 2-propyl tridecy! ester
43.0 15.60 15.80 16.00 16.20
m/z 99.00 22 .62%
5000
7.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099807.D

Aca On : 25 Oct 2017 00:11

Operator : SJ/JU

Sample = 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.90 2.07 ng 56335 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2518 (16.898 min): BF099807.D (-2512) (-) m/z 57.00 100.00%
57.0
5000
{20 a0 210 16160 1680 17100 1720
O ”.“.”,”.wh”.“.L,”.w.”.“.”,”.w.”.“.”,”.. m/z 71.05 78.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0
5000
16.60 16.80 17.00 17.20
0.0 m/z 85.10 63.84%
LT 183053002810 5370
mz-> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57.0
16.60 16.80 17.00 17.20
5000 m/z 43.05 50.87%
o 1130 169.0 225 0 281. 0 380. 0
mz-> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane R R e R
57.0 16.60 16.80 17.00 17.20
m/z 83.00 30.92%
5000

113.0 169.0 225.0 281.0 337. 03930 4630 56106150

N sl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102417\
Data File : BF099807.D

Acq On = 25 Oct 2017 00:11

Operator : SJ/JU

Sample - 15956-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 14.2 ng 424582 1 6.80 598476 20.0
unknown6 .58 6.58 85.0 ng 2542420 1 6.80 598476 20.0
Benzophenone 10.56 7.1 ng 299441 3 9.84 839840 20.0
n-Tetracosanol-1 13.80 4.2 ng 111638 5 13.98 532849 20.0
Tetratetracontane 15.84 2.1 ng 57543 6 15.45 545409 20.0
Octadecane, 3-eth... 16.90 2.1 ng 56335 6 15.45 545409 20.0
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